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Experimental 

Crystal data 

CiyHisBrOzS 
M, = 363.26 
Monoclinic, P2^/n 
a = 5.0202 (3) A 
b = 25.0471 (12) A 
c = 12.2430 (6) A 
= 100.340 (2)° 

Data collection 

Bruker SMART APEXII CCD 
diffractometer 

Absorption correction: multi-scan 
{SADABS; Bruiser, 2009) 
r„i„ = 0.541, r„,„ = 0.746 



Refinement 

R[F^ > 2a{F^)] = 0.052 

wR(F^) = 0.139 

S = 1.06 

3868 reflections 



V = 1514.45 (14) A" 
Z = 4 

Mo Ka radiation 
/X = 2.85 mm^' 
r = 173 K 

0.60 X 0.14 X 0.12 mm 



26373 measured reflections 
3868 independent reflections 
3104 reflections with / > 2tr(/) 
Ri„. = 0.058 



192 parameters 

H-atom parameters constrained 
Ap„„j = 1.97 e A"' 
Ap„i„ = -0.83 e A"^ 



In the title compound, Ci7Hi5Br02S, the dihedral angle 
between the plane of the benzofuran ring system [r.m.s. 
deviation = 0.004 (3) A] and that of the 4-methylphenyl ring is 
0.9 (2)°. In the crystal, molecules are linked by C— H- ■ O, C— 
H- ■ -JT and Br- ■ -jt [3.636 (2) A] interactions, and by tt-jt 
interactions between the 4-methylphenyl and furan rings of 
neighbouring molecules [centroid-centroid distance = 
3.650 (2) A], forming a three-dimensional network. 

Related literature 

For background information and the crystal structures of 
related compounds, see: Choi et al. (2010, 2012). 




Table 1 

Hydrogen-bond geometry (A, °). 



Cgl is the centroid of the C9-C14 4-methylphenyl ring. 



D-U-A 


£)-H 


B.-A 


D-A 


D-U-A 


C13-H13-02' 


0.95 


2.58 


3.507 (4) 


164 


C16-H16B- ■ 02" 


0.99 


2.26 


3.110 (5) 


144 


C15-H15C-Cgl" 


0.99 


2.78 


3.607 (3) 


143 


Symmetry codes: (i) .v 


+ |, -y + \,z-. 


h^; (ii)x + l,y, z. 







Data collection: APEX2 (Bruker, 2009): cell refinement: SAINT 
(Bruker, 2009); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
ORTEP-3 for Windows (Farrugia, 2012) and DIAMOND (Bran- 
denburg, 1998); software used to prepare material for publication: 
SHELXS97. 



Supporting information for this paper is available from the lUCr 
electronic archives (Reference: FF2130). 



References 

Brandenburg, K. (1998). DIAMOND. Crystal Impact GbR, Bonn, Germany 
Bruker (2009). APEX2, SADABS and SAINT. Bruker AXS Inc., Madison, 

Wisconsin, USA. 
Choi, H. D., Seo, P. J. & Lee, U. (2012). Acta Cryst E68, o3292. 
Choi, H. D., Seo, P. J., Son, B. W. & Lee, U (2010). Acta Cryst E66, o323. 
Farrugia, L. J. (2012). / Appl Cryst 45, 849-854. 
Sheldrick, G. M. (2008). Acta Cryst A64, 112-122. 



08O8 Choi et a/. 



doi:10. 1 1 07/51 60053681 401 4470 



Ada Cryst. (2014). E70, 08O8 



supporting information 



supporting information 

Acta Cryst. (2014). E70, 08O8 [doi:10.1107/S1600536814014470] 

5-Bromo-3-ethylsulfinyl-2-(4-methylphenyl)-l-benzofuran 
Hong Dae Choi^ Pil Ja Seo and Uk Lee 

1 . Comment 

As a part of our ongoing project of 2-aryl-5-bromo-l-benzofuran derivatives containing [3-ethylsulfinyl-2-(4-fluoro- 
phenyl)] (Choi et al, 2010) and [2-(4-methylphenyl)-3-methylsulfinyl] (Choi et al, 2012) substituents. We report herein 
on the crystal structure of the title compound. 

In the title molecule (Fig. 1), the benzofuran unit is essentially planar, with a mean deviation of 0.004 (3) A from the 
least-squares plane defined by the nine constituent atoms. The 4-methylphenyl ring is essentially planar, with a mean 
deviation of 0.002 (3) A from the least-squares plane defined by the six constituent atoms. The dihedral angle formed by 
the benzofuran ring system and the 4-methylphenyl ring is 0.9 (2)°. In the crystal structure (Fig. 2), molecules are linked 
by C — H - 0 and C — W- -k hydrogen bonds (Table 1, Cgl is the centroid of the C9-C14 4-methylphenyl ring) and C4 — 
Brl--;r interactions between the bromine atom and the benzene ring of a neighbouring molecule with a Brl---Cg3"' = 
3.636 (2) A (Cg3 is the centroid of the C2-C7 benzene ring). The crystal packing (Fig. 2) also exhibits n—n interactions 
between the 4-methylphenyl and fiiran rings of neighbouring molecules, with a Cgl—Cg2" distance of 3.650 (2) A (Cg2 
is the centroid of the C1/C2/C7/01/C8 furan ring), forming a three-dimensional network. 

2. Experimental 

3-Chloroperoxybenzoic acid (77%, 269 mg, 1.2 mmol) was added in small portions to a stirred solution of 5-bromo-3- 
ethylsulfanyl-2-(4-methylphenyl)-l-benzofijran (382 mg, 1.1 imnol) in dichloromethane (35 mL) at 273 K. After being 
stirred at room temperature for 5h, the mixture was washed with saturated sodium bicarbonate solution and the organic 
layer was separated, dried over magnesium sulfate, filtered and concentrated at reduced pressure. The residue was 
purified by column chromatography (hexane-ethyl acetate, 1 : 1 v/v) to afford the title compound as a colorless solid [yield 
71%, m.p. 404-405 K; Rf= 0.54 (hexane-ethyl acetate, 1:1 v/v)]. Single crystals suitable for X-ray diffraction were 
prepared by slow evaporation of a solution of the title compound in benzene at room temperature. 

3. Refinement 

All H atoms were positioned geometrically and refined using a riding model, with C — H = 0.95 A for aryl, 0.99 A for 
methylene and 0.98 A for methyl H atoms, respectively. Uiso (H) = 1211^^ (C) for aryl and methylene, and 1.5(/eq (C) for 
methyl H atoms. The positions of methyl hydrogens were optimized using the SHELXL-97's command AFIX 137 
(Sheldrick, 2008). The highest peak in the difference map is 0.91 A from Brl and the largest hole is 0.59 A from Brl. 
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Figure 1 

The molecular structure of the title molecule with the atom numbering scheme. The displacement ellipsoids are drawn at 
the 50% probability level. The hydrogen atoms are presented as small spheres of arbitrary radius. 




Figure 2 

A view of the C — H-0, C — H-tt, Bv-tt and Tf-K interactions (dotted lines) in the crystal structure of the title 
compound. H atoms non-participating in hydrogen-bonding were omitted for clarity. [Symmetry codes: (i) x + 3/2, - y + 
1/2, z+ 1/2; (ii)x+ \ ,y,z; (iii)x- l,y,z; (iv)x- 3/2, -y+ 1/2, z- 1/2.] 
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5-Bromo-3-ethylsulfinyl-2-(4-methylphenyl)-1 -benzofuran 



Crystal data 

CnHisBrOzS 
M,= 363.26 
Monoclinic, Pljii 
Hall symbol: -P 2yn 
a = 5.0202 (3) A 
Z> = 25.0471 (12) A 
c = 12.2430 (6) A 
P= 100.340(2)° 
V= 1514.45 (14) A3 
Z=4 

Data collection 

Bruker SMART APEXII CCD 

diffractometer 
Radiation source: rotating anode 
Graphite multilayer monochromator 
Detector resolution: 10.0 pixels mm ' 
(p and CO scans 

Absorption correction: multi-scan 

(SADABS; Bruker, 2009) 
7U = 0.541, 7;^ = 0.746 

Refinement 

Refinement on 

Least-squares matrix: full 

R[F > 2(7(7^)] = 0.052 

wi?(i^) = 0.139 

S= 1.06 

3868 reflections 

192 parameters 

0 restraints 

Primary atom site location: structure-invariant 
direct methods 



F(000) = 736 

1.593 Mgm-3 
Melting point = 405^04 K 
Mo Ka radiation, 1 = 0.71073 A 
Cell parameters from 7637 reflections 
(9 = 2.4-27.2° 
H = 2.85 mm-i 
r=173K 
Block, colourless 
0.60 X 0.14 X 0.12 mm 



26373 measured reflections 
3868 independent reflections 
3 1 04 reflections with I > 2a{I) 
7?i„t = 0.058 

Omas. = 28.6°, <?mm = 1.6° 

h = -6^6 

yt = -33^32 
/ = -16^16 



Secondary atom site location: difference Fourier 
map 

Hydrogen site location: difference Fourier map 

H-atom parameters constrained 

w = l/[o^(Fo') + (0.0648P)2 + 3.2187P] 

where P = {F„^ + 2F^^)I3 
(A/ff)„^ = 0.002 
Apmax= 1.97 eA-3 
Apni, = -0.83eA-3 



Special details 

Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance 
matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; 
correlations between esds m cell parameters are only used when they are defined by crystal symmetry. An approximate 
(isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 

Refinement. Refinement of F^ against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F^, 
conventional R- factors R are based on F, with F set to zero for negative F^. The threshold expression of F^ > 2sigma(F^) is 
used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based 
on F^ are statistically about twice as large as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A^) 

X y Z t/iso*/t/eq 

Brl -0.00958 (8) 0.504511 (15) 0.82039 (3) 0.03501 (14) 

SI 0.56805 (19) 0.35409 (3) 0.54542 (7) 0.0275 (2) 

01 0.8410(5) 0.33583 (9) 0.86960(18) 0.0242(5) 
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U2 


U.z/ lU \p) 


(J.3oz43 (11) 


A C 1 OA /T\ 

U.MoV (z) 


A AO /CO 

O.U3oo (o) 




U.OJOO (/) 


U.3D4/D (13) 


U.oyzO (3) 


A ATIA 

o.ozzy (o) 


C2 


0.5277 (7) 


A '>OOA^ /I 0\ 

0.38802 (13) 


0.7630 (3) 


A A'^'^A 

0.0220 (6) 


C3 


U.32o4 (/J 


0.4268 i (13) 


0. /4oD (3) 


0.02D8 (/) 


H3 


0.2391 


0.4368 


A A A 

0.6740 


A A1 1 sk 

0.031* 




0.ZD5/ (/J 


0.45033 (14) 


A O /I A A /"3 \ 

0.8400 (3) 


0.0z66 (/) 




0.3 /yo (p) 


0.43619 (ID) 


0.94/6 (3) 


0.0308 (8) 


HD 


U.JZD / 


0.4532 


1 AAAC 

1.0U9D 


A AT 
U.Uj /* 


Co 


U.5 /yu (o) 


U.jy / JZ (ID) 


A OA/1 1 /''2\ 


U.UjU4 (6) 


H6 


0.6644 


0.3869 


1.0366 


A AO T * 

0.037* 


C/ 


0.64ol (/) 


0.3 /43d (13) 


0.8/0/ (3) 


0.0z36 (/) 


C8 


0.8441 (7) 


0.32375 (12) 


0.7603 (2) 


0.0208 (6) 


cy 


1 t\A c\c\ in\ 
i.U4uU \ l) 


O.ZoiU / (1 J) 


A HA OO /''2^ 

U. /42y (3 ) 


A A0 1 /I /'/;\ 
U.UZ14 (0) 


CiU 


i.0/3 / (/) 


0.26/23 (14) 


0.63 /z (3) 


0.0zD3 (/) 


HIO 


0.9656 


A O O A 

0.2830 


0.5738 


A AO Adi 

0.030* 


^1 1 
Cil 


1 .zoz4 ( /) 


U.ZZO / / (14) 


O.OZJJ (3) 


U.Oz /z (/) 


TT1 1 

Mil 


1.2815 


A O 1 O C 

0.2185 


A C C AC 

0.5505 


A AO O rft 

0.033* 


Ciz 


i.4/38 (/) 


0.20489 (13) 


0. /136 (3) 


O.OzDO (/) 


C13 


1 OA AT /0\ 

1.3907 (8) 


0.22062 (15) 


A O 1 O O \ 

0.8188 (3) 


A AOA,1 /0\ 

0.0304 (8) 


TT1 O 


1 /I AA 1 


A Ayl C 

0.2045 


A OO 1 T 

0.8817 


A AO T A 

0.037* 


C14 


1.2043 (8) 


0.25910 (14) 


0.8346 (3) 


0.0282 (7) 


XJ1 A 

H14 


l.io /3 


0.2694 


A AATT 

o.yo// 


A A-l A * 

0.034* 


C15 


1.6299 (8) 


0.16284 (15) 


A A O 'I \ 

0.6982 (3) 


0.0326 (8) 


T T 1 C A 


1.6346 


A 1 C O A 

0.1589 


A £ 1 OA 

0.6189 


A A /I A A 


XJ1 ^XJ 


i.j /yo 


A 1 OQT 
U.126/ 


A 'TOQA 

U. /zoU 


A A/lfl* 


TT1 C 

H15C 


1.8091 


0.1737 


0.7376 


A A /I A rfs 

0.049* 


C16 


0.7154 (8) 


0.41740 (17) 


A C 1 O O \ 

0.5188 (3) 


A AO /I O /0\ 

0.0343 (8) 


H16A 


0.6577 


0.4453 


0.5669 


0.041* 


H16B 


0.9154 


0.4149 


0.5359 


0.041* 


C17 


0.6247 (12) 


0.4323 (2) 


0.3983 (4) 


0.0561 (13) 


H17A 


0.6821 


0.4046 


0.3510 


0.084* 


H17B 


0.7062 


0.4665 


0.3835 


0.084* 


H17C 


0.4270 


0.4355 


0.3822 


0.084* 



Atomic displacement parameters (A^) 







U12 


IP' 


JJi2 






Brl 


0.0368 (2) 


0.0297 (2) 


0.0398 (2) 


0.00835 (15) 


0.01023 (16) 


-0.00114(15) 


SI 


0.0371 (5) 


0.0267 (4) 


0.0158 (4) 


0.0048 (3) 


-0.0031 (3) 


-0.0012 (3) 


01 


0.0324 (13) 


0.0245 (12) 


0.0153 (10) 


0.0040 (9) 


0.0033 (9) 


-0.0006 (9) 


02 


0.0348 (15) 


0.0414 (16) 


0.0300(13) 


-0.0066 (12) 


-0.0056(11) 


0.0023 (12) 


CI 


0.0293 (17) 


0.0211 (15) 


0.0174(14) 


0.0008 (12) 


0.0019(12) 


-0.0020 (12) 


C2 


0.0274 (16) 


0.0197 (15) 


0.0181 (14) 


-0.0028 (12) 


0.0021 (12) 


-0.0032 (12) 


C3 


0.0268 (16) 


0.0233 (16) 


0.0257 (16) 


-0.0008 (13) 


0.0005 (13) 


-0.0001 (13) 


C4 


0.0255 (16) 


0.0254 (16) 


0.0289 (17) 


-0.0001 (13) 


0.0051 (13) 


-0.0010 (13) 


C5 


0.041 (2) 


0.0293 (18) 


0.0246 (17) 


0.0030 (15) 


0.0126(15) 


-0.0033 (14) 


C6 


0.040 (2) 


0.0336 (19) 


0.0170(15) 


0.0051 (15) 


0.0032 (14) 


-0.0002 (13) 


C7 


0.0298 (17) 


0.0207 (15) 


0.0195 (15) 


0.0009 (13) 


0.0022 (13) 


-0.0016 (12) 
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Geometric parameters (A, °) 



Brl— C4 


1.895 (4) 


C9— C14 


1.403 (4) 


SI— 02 


1.483 (3) 


CIO— Cll 


1.382 (5) 


SI — CI 


1.770 (3) 


CIO — HIO 


0.9500 


SI — C16 


1.804 (4) 


Cll — C12 


1.383 (5) 


Ol — C7 


1.369 (4) 


Cll — HU 


0.9500 


01 — C8 


1.375 (4) 


C12 — C13 


1.384 (5) 


CI — C8 


1.375 (4) 


C12 — C15 


1.512 (5) 


CI — C2 


1.445 (4) 


C13 — C14 


1.381 (5) 


C2 — C3 


1.390 (5) 


C13 — ^H13 


0.9500 


C2 — C7 


1 O A 1 / A\ 

1.391 (4) 


f^t A TT1 A 

C14 — ^H14 


A A^AA 

0.9500 


C3 — C4 


1.383 (5) 


C15 — H15A 


0.9800 


C3 — H3 


0.9500 


C15 — H15B 


0.9800 


C4 — C5 


1.395 (5) 


^1 C TT1 C 

C15 — ^H15C 


A AOAA 

0.9800 


C5 — C6 


1.385 (5) 


C16 — C17 


1.511 (6) 


C5 — H5 


0.9500 


C16 — H16A 


0.9900 


C6 — C7 


1.379 (5) 


C16 — H16B 


0.9900 


C6 — H6 


A ACAA 

0.9500 


O 1 T TT1 n A 

C17 — ^H17A 


A AOAA 

0.9800 


C8— C9 


1.458 (5) 


C17— H17B 


0.9800 


C9— CIO 


1.392 (5) 


C17— H17C 


0.9800 


02— SI— CI 


106.61 (16) 


Cll— CIO— HIO 


119.6 


02— SI— C16 


105.37 (17) 


C9— CIO— HIO 


119.6 


CI— SI— C 16 


97.81 (17) 


CIO— Cll— C12 


121.4 (3) 


C7— 01— C8 


107.2 (2) 


CIO— Cll— Hll 


119.3 


C8— CI— C2 


106.9 (3) 


C12— Cll— Hll 


119.3 


C8— CI— SI 


129.3 (3) 


Cll— C12— C13 


117.9(3) 


C2— CI— SI 


123.6 (2) 


Cll— C12— C15 


121.2 (3) 


C3— C2— C7 


119.4 (3) 


C13— C12— C15 


120.9 (3) 


C3— C2— CI 


135.5 (3) 


C14— C13— C12 


121.8 (3) 


C7— C2— CI 


105.1 (3) 


C14— C13— H13 


119.1 


C4— C3— C2 


117.3 (3) 


C12— C13— H13 


119.1 


C4— C3— H3 


121.3 


C13— C14— C9 


120.1 (3) 


C2— C3— H3 


121.3 


C13— C14— H14 


119.9 


C3— C4— C5 


122.8 (3) 


C9— C14— H14 


119.9 


C3— C4— Brl 


118.4 (3) 


C12— C15— H15A 


109.5 



Acta Cryst. (2014). E70, o808 



sup-5 



supporting information 



C5 — C4 — Brl 


118.7 (3) 


/^I'l TT1C"r> 

Clz — C15 — H15B 


1 An c 

109.5 


Co — C5 — C4 


119.8 (3) 


H15A — C15 — H15B 


109.5 


/"IZ" TTC 

Co — C5 — ^H5 


120.1 


Clz — C15 — ^H15C 


1 AA ^ 

109.5 


A r^c TTc 

C4 — L5 — H5 


12U.1 


TT1 C A 1 C TT1 

H15A — CI 5 — ^H15C 


1 AA C 

109.5 


c^n r~^£^ /~^c 

C7 — Co — C5 


117.1 (3) 


TT1 CT~» Z"' 1 C TT1 

H15B — CI 5 — H15C 


1 AA C 

109.5 


C7 — Co — Ho 


121.5 


C17 — C16 — SI 


1 A A A \ 

109.4 (3) 


TT/' 

C5 — Co — ^Ho 


121.5 


C17 — Clo — ^H16A 


1 AA O 

109.8 


Ol — C7 — Co 


125.8 (3) 


iSl — Clo — HloA 


1 AA O 

109.8 


Ol — C7 — C2 


110.6 (3) 


C 1 7 — L 1 6 — H 1 ob 


1 AA O 

109.8 


Co — C7 — C2 


123.5 (3) 


SI — C16 — H16B 


109.8 


CI — C8 — Ol 


1 1 A 1 /IX 

110.1 (3) 


TT1 /T A 1 TT1 Z'Tl 

H16A — Clo — H16B 


1 AO 

108.2 


CI— C8— C9 


135.0(3) 


C16— C17— H17A 


109.5 


Ol— C8— C9 


114.9(3) 


C16— C17— H17B 


109.5 


LIO — C9 — C14 


1 1 O A 

118.0 (3) 


TT1 ^7 A 1 T TT1 Tr> 

H17A — L17 — H17B 


1 AA C 

109.5 


CIO — C9 — C8 


122.2 (3) 


C16 — C17 — H17C 


109.5 


C14 — C9 — Cs 


1 1 A O \ 

119.8 (3) 


H17A — C17 — H17C 


1 AA C 

109.5 


Cll — CI I) — C9 


120.8 (3) 


HI /B — CI / — HI /C 


1 AA C 

109.5 


02 — S 1 — C 1 — C 8 


141.1 (3) 


C2 — CI — C8 — Ol 


-0.8 (4) 


Clo — bl — CI — C8 


1 1 A 1 /I \ 

—110.3 (3) 


CI /"'I r~*o ^\^ 

SI — Cl — C8 — Ol 


—177.1 (2) 


Oz — a i — C 1 — Cz 


1A n /"2^ 
— 34. / (3) 


(~^'^ i~^Q r^(\ 
Cz — C 1 — Co — C9 


—1 /y.4 (3) 


Clo — al — CI — Cz 


74.0 (3) 


c 1 /"'I oo r^c\ 

S 1 — C 1 — Co — C9 


vi T /zr\ 

4.3 (6) 


C8 — CI — C2 — C3 


-179.6 (4) 


C7 — Ol — C8 — Cl 


1.0(4) 


bl — CI — C2 — C3 


-3.0 (6) 


r^n r\'\ /~^o /^a 

C7 — Ol — C8 — C9 


1 T A A /I \ 

179.9 (3) 


/~io r^n 

Co — CI — C2 — C7 


0.3 (4) 


Ol oo OA 01A 

Cl — C8 — C9 — CIO 


0.2 (6) 


S 1 — C 1 — C2 — C7 


176.9 (3) 


i~\ 1 O A 1 A 

0 1 — C8 — C9 — C 1 0 


-178.3 (3) 


C7 — C2 — C3 — C4 


0.6 (5) 


C 1 — C 8 — C9 — C 1 4 


1 T A /I / A\ 

179.4 (4) 


C 1 — C2 — C3 — C4 


1 TA C //I \ 

—179.5 (4) 


Ol — C8 — C9 — C14 


AO //I \ 

0.8 (4) 


/-i^ r^A r^c 

Cz — CJ — C4 — CD 


-0.9 (5) 


Ol /I on 01A Oil 

C14 — cy — CIO — Cll 


0.4 (5) 


C2 — C3 — C4 — Br 1 


178.6 (2) 


o f~^r\ 1 /\ /—1 1 1 

C8 — C9 — CIO — Cll 


179.6 (3) 


C3 — C4 — C5 — Co 


0.5 (6) 


C9 — CIO — Cll — C12 


A 1 /C\ 

-0.1 (5) 


Brl — C4 — C5 — Co 


—179.0 (3) 


01A 011 Ol'^ 01'> 

CIO — Cll — C12 — C13 


A 1 /C\ 

0.1 (5) 


r^A r^z r^£^ r^n 
C4 — CD — Co — C / 


O.Z (0) 


01A Oil Ol'*) 01C 

CIO — Cll — Clz — Clj 


1 OA A /1\ 

loO.O (3) 


C 8 — 0 1 — C 7 — C 6 


179.5 (3) 


/-~1 l 1 1 /—I I T /—I -1 A 

Cll — C12 — C13 — C14 


-0.4 (6) 


C 8 — 0 1 — C 7 — C2 


-0.8 (4) 


C15 — C12 — C13 — C14 


1 T A O / /I \ 

179.8 (4) 


C5— C6— C7— 01 


179.3 (3) 


C12— C13— C14— C9 


0.7 (6) 


C5— C6— C7— C2 


-0.4 (6) 


CIO— C9— C14— C13 


-0.7 (5) 


C3— C2— C7— 01 


-179.8(3) 


C8— C9— C14— C13 


-179.9(3) 


CI— C2— C7— 01 


0.3 (4) 


02— SI— C16— C17 


-60.2 (4) 


C3— C2— C7— C6 


0.0 (5) 


Cl— SI— C16— C17 


-169.9 (3) 


CI— C2— C7— C6 


-179.9 (3) 






Hydrogen-bond geometry (A, °) 








Cgl is the centroid of the C9-C14 4-methylphenyl ring. 






D—n-A 


D— H 


U-A D-A 


D—n-A 



C13— H13-02* 0.95 2.58 3.507(4) 164 
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C16— H16fi-02" 0.99 2.26 3.110(5) 144 

C15— H15C-C^1" 0.99 2.78 3.607(3) 143 

Symmetry codes: (i) x+3/2, -y+l/2, z+1/2; (ii) x+l,y, z. 
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